Quantitation Report

(QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91523\
Data File : VN@79267.D

Acqg On : 15 Sep 2023 13:08

Operator : JC\MD

Sample : 04374-06ME

Misc : 2.71g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Time: Sep 15 17:20:02 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91123W.M
Quant Title : SW846 8260

QLast Update : Tue Sep 12 05:05:24 2023

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) Pentafluorobenzene 8.224 168 188317 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 9.100 114 330935 50.000 ug/l -0.01
63) Chlorobenzene-d5 11.871 117 312819 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 13.794 152 150906 50.000 ug/1l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 8.582 65 137489 54.085 ug/1 0.00

Spiked Amount 50.000 Range 74 - 125 Recovery = 108.160%

35) Dibromofluoromethane 8.165 113 102137 46.398 ug/l 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  92.800%

50) Toluene-d8 10.571 98 415531 51.409 ug/1 0.00

Spiked Amount 50.000 Range 86 - 113 Recovery = 102.820%

62) 4-Bromofluorobenzene 12.853 95 167946 65.139 ug/1l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 130.280%#
Target Compounds Qvalue
39) Methylcyclohexane 9.600 83 118033 35.266 ug/l # 66
73) Isopropylbenzene 12.700 105 44774 3.261 ug/1 99
78) n-propylbenzene 13.041 91 254353 16.491 ug/1 98
80) 1,3,5-Trimethylbenzene 13.176 105 340413 29.756 ug/1l 99
84) 1,2,4-Trimethylbenzene 13.488 105 1709950 156.945 ug/l 99
85) sec-Butylbenzene 13.617 105 116432 8.936 ug/l # 60
86) p-Isopropyltoluene 13.735 119 176918 16.996 ug/1l 99

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91523\
Data File : VN@79267.D

Acqg On : 15 Sep 2023 13:08

Operator : JC\MD

Sample : 04374-06ME

Misc : 2.71g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Time: Sep 15 17:20:02 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91123W.M
Quant Title : SW846 8260

QLast Update : Tue Sep 12 05:05:24 2023

Response via : Initial Calibration

Abundance TIC: VN079267.D\data.ms
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Abundance Scan 1067 (8.229 min): VN078884.D\data.ms (-1 #1

168.0 | Pentafluorobenzene

Concen: 50.000 ug/1l

RT: 8.224 min Scan# 1([gEidlllEies

Ref 50 Delta R.T. -0.006 min |US\eLEN
Lab File: VN@79267.D |(®lEilEEllsliEllof
N e Acq: 15 Sep 2023 13:08 EEEIEHEESINS
0 \%6\-"1(‘\ \‘\‘! T \‘}‘\“\ " !‘\ \‘\‘i T \“"1 T 1‘\ T \“\ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 188317
Abundance Scan 1066 (8.224 min): VNO79267.D\datams 10" Ratlo Lower Upper
99 61.3 53.0 79.6
99.0
Raw 50
Abundance
137.0 80000 8.924
‘ 75.0 118.0
[ \“’ t \‘\“\ “\ U”\“\H’ !“\ \‘\‘} T \H’ T T }‘\ T \“H
miz--> 40 60 80 100 120 140 160 60000
Abundance Scan 1066 (8.224 min): VN079267.D\data.ms (-1
43.1 168.0
40000
99.0
Sub 50
20000
137.0
‘ 75.0 118.0
X AR O O O N W O
miz--> 40 60 80 100 120 140 160 Time--> 8.10 8.20 8.30

Abundance Scan 1127 (8.582 min): VN078884.D\data.ms (-1 #33

65.0 1,2-Dichloroethane-d4
Concen: 54.085 ug/1l
51.0 78.0 RT: 8.582 min Scan# 1127
Ref 50 Delta R.T. -0.001 min
102.0 Lab File: VN@79267.D
37.0 | “ Acq: 15 Sep 2023 13:08
ok ‘HM\ ‘H\‘HHH‘ \“”r\ SOUINY | VIR ) S
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 137489
Abundance Scan 1127 (8.582 min): VN079267.D\datams 10N Ratio Lower Upper
65.0 65 100
67 52.3 0.0 106.6
Raw
>0 51.0 Abundance
102.0 60000 8.582
37.0
0*\‘H“w‘”ﬁ*H‘M“*ﬁ**H\HV‘M‘H\*W*M‘
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1127 (8.582 min): VN079267.D\data.ms (-1 40000
65.0
Sub 20000
50 51.0
102.0
0 w‘???‘H”UJH‘\JH”\H“\H“M“‘ME“M‘ ot T T T
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 8.50 8.60

VNO79267.D 82NO91123W.M
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Abundance Scan 1216 (9.106 min): VN078884.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 9.100 min Scan# 11l Eies
Ref 50 Delta R.T. -0.012 min [ISMe/EIN
63.0 Lab File: VN@79267.D |GUENEEIEIER
50.0 5o 280 Acq: 15 Sep 2023 13:08 EEENGECOIIIS
0 \‘\3\\7\‘0\\\\}‘\\\‘\‘w}\}“‘\“\\‘\\\!‘\1‘\\‘\\\\‘\ ‘\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120 gt Ion:114 Resp: 330935
Abundance Scan 1215 (9.100 min): VN079267.D\datams = 10N Ratlo Lower Upper
114.0 114 100
63 22.4 0.0 36.4
88 14.7 0.0 30.6
Raw 50
Abundance
50 630 88.0 150000 9.400
37.0 780
0 \‘\\\w“‘\\\\}‘\\‘}‘\‘w}\l‘i\“\\‘\\\\‘\\\\‘\\\\‘\ ‘\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1215 (9.100 min): VN079267.D\data.ms (-1 100000
114.0
Sub
50 50000
630 88.0
37.0 500 ‘ 750 |
o) S T Y N PR RN o
miz--> 30 40 50 60 70 80 90 100 110 120 Tjme--> 9.00 9.10 9.20
Abundance Scan 1057 (8.171 min): VN0O78884.D\data.ms (-1 #35
96.9 Dibromofluoromethane
Concen: 46.398 ug/1l
61.0 RT: 8.165 min Scan# 1056
Ref 50 Delta R.T. -0.006 min
Lab File: VN@79267.D
191.8 Acq: 15 Sep 2023 13:08
0 \3\7\‘0\\ TT M\ TT \U\ \‘W‘\ ‘ T \ \ \H‘ LA ‘ T \]\_\5‘9\9\ T ‘ T \‘!‘\ ‘
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 182137
Abundance Scan 1056 (8.165 min): VN079267.D\data.ms Ion Ratio Lower Upper
110.9 113 100
111 104.7 82.6 123.8
192 17.4 12.7 19.1
Raw 50
Abundance
o 1918 40000 8408
ol 560 H T 1598 |,
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 30000
Abundance Scan 1056 (8.165 min): VN079267.D\data.ms (-1
110.9
20000
Sub
50
10000
809 191.8
miz--> 40 60 80 100 120 140 160 180 Time--> 8.10 8.20 8.30
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Abundance Scan 1301 (9.606 min): VNO78884.D\data.ms (-1 #39

831 Methylcyclohexane
411 251 Concen: 35.266 ug/l
98.1 RT: 9.600 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.006 min [S\AeLW)
701 Lab File: VN@79267.D [SUEERISEIIAE
‘ ‘ Acq: 15 Sep 2023 13:08 EEEIEHEESINS
0 wm‘}wfh‘lmp!l“‘!““ﬂ‘m‘hWm,w_m,u
m/z--> 30 40 50 60 70 80 90 100 110 120 18t Ion: 83 Resp: 118033
Abundance Scan 1300 (9 600 min): VNO79267.D\data.ms 100 Ratio Lower Upper
431 83 100
55 105.6 49.1 73.7#
83.1 98 47.8 40.6 61.0
Raw 50
71.0 99.1 Abundance
9.600
N
0 w“H}‘H‘Vﬂ“M‘“M“H\!“‘\H“w“wjlww“ 40000
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1300 (9.600 min): VN079267.D\data.ms (-1 30000
430 57.0
20000
Sub 831
50
71.0 99.1 10000
ol ] e
0 ‘\““‘\““\‘1“‘\““‘1\‘“‘\“"\““!““\““!“ SRR RARAS AR
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 9.50 9.60 9.70

Abundance Scan 1465 (10.570 min): VNO78884.D\data.ms (- #50

98.1 Toluene-d8

Concen: 51.409 ug/1l

RT: 10.571 min Scan# 1465

Ref 50 Delta R.T. -0.000 min
Lab File: VNO79267.D
420 541 70.1 Acq: 15 Sep 2023 13:08
0 \‘\\\\i\\\}ill\\’\‘\l\“\\\\S‘z\.\o\\‘\\\ “\\\\‘\\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion: 98 Resp: 415531
Abundance Scan 1465 (10.571 min): VN079267.D\datams 100 Ratio Lower Upper
98.1 98 100
100 63.9 52.0 78.0
Raw 50
Abundance
55.0
42 1 ‘ 701 10571
112.1 200000
m/z--> 30 40 50 60 70 80 90 100 110 120 150000
Abundance Scan 1465 (10.571 min): VN079267.D\data.ms (
98.0
100000
Sub
%0 50000
55.0
420 ‘ e ‘ 112.1
0 wm“}‘!‘mHH‘,‘11““””8“3‘9“”‘ “Mm_‘;u“ G
mlz--> 30 40 50 60 70 80 90 100 110 120 Time--> 10.50 10.60
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Abundance Scan 1853 (12.853 min): VNO78884.D\data.ms (; #62

95.0 173.9 4-Bromofluorobenzene
' Concen: 65.139 ug/1l
RT: 12.853 min Scan# 1{gEigil=lies
Ref 50 Delta R.T. -0.000 min [US\eZEN
50.0 Lab File: VN@79267.D [(®ICHIEEIeIE(6H
‘ ‘ Acq: 15 Sep 2023 13:08 [EEEEHEIEBNIS
0 H ‘ ‘\‘H “\ H\‘ H\H“ T T ]\-4\0‘.‘9\ \‘H\ T ‘ T L T ‘ T 2\8\().\'
m/z--> 50 100 150 200 250 Tgt Ion:‘95 RESpZ 167946
Abundance Scan 1853 (12.853 min): VN079267.D\datams = 100 Ratlo Lower Upper
95.0 95 100
>t 174  65.5 0.0 143.8
173.9 176 62.5 0.0 135.8
Raw 50
Abundance
12.853
0 hh‘\“\u‘“\‘\h § \‘1\4?‘1\ \H\ L \2\8\1\‘ 80000
m/z--> 50 100 150 200 250
Abundance Scan 1853 (12.853 min): VN079267.D\data.ms ( 60000
95.0
1739 40000
Sub
50
20000
50.0
IR N —
m/z-> 100 150 200 250 Time--> 12.70 12.80 12.90
Abundance Scan 1686 (11.870 min): VN0O78884.D\data.ms (- #63
11y.0 Chlorobenzene-d5
Concen: 50.000 ug/l
82.1 RT: 11.871 min Scan# 1686
Ref 50 Delta R.T. -0.001 min
54.0 Lab File: VNO79267.D
Acq: 15 Sep 2023 13:08
38.0 H 98.9
0\\\““\\“\\‘\\\HU“H\\\\‘\\1‘1‘1\\\\‘\\
m/z--> 40 60 80 100 120 140 | Tgt Ion:117 Resp: 312819
Abundance Scan 1686 (11.871 min): VN079267.D\datams = 10N Ratlo Lower Upper
117.0 117 100
82 53.3 44.0 66.0
82.0 119 31.2 25.6 38.4
Raw 50
Abundance
54.1 11.871
0l ‘\ ‘ \Hm ‘\M ‘M \u ‘9“7“1‘ o “i o~ ‘1‘49-‘0‘ 150000
m/z--> 0 100 120 140
Abundance Scan 1686 (11.871 min): VN079267.D\data.ms (
117.0 100000
82.0
Sub 50 50000
54.0
o‘?ﬁ-;"wH»_"mm‘ag‘qmwwla?‘o‘ —
miz--> 40 60 80 100 120 140 Time--> 11.80 11.90
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Abundance Scan 2013 (13.794 min): VN0O78884.D\data.ms (- #72
149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 13.794 min Scan# 2(gEigial=lies
Ref 50 Delta R.T. -0.000 min [US\IOZE\
115.0 ] ; _
78.0 Lab File: VN@79267.D [(®ICHIEEIeIE(6H
‘ ‘ Acq: 15 Sep 2023 13:08 [EEEEHEIEBNIS
0\\\“\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 100 120 140 160 Tgt IOFIZ:!.SZ RESpZ 150906
Abundance Scan 2013 (13.794 min): VNO79267.D\data.ms = 100 Ratio Lower Upper
1500 152 100
115 80.0 32.3 96.8
150 152.2 0.0 355.8
Raw 50 57.1
78.0 115.0 Abundance
39
0 mh‘\“w‘w‘ “‘H‘H‘“““““‘\““
m/z--> 40 60 80 100 120 140 160 100000 13/794
Abundance Scan 2013 (13.794 min): VN079267.D\data.ms (
150.0
50000
Sub gy 57.1
TG.O 115.0
Y A 1 I Y AN E—————
m/z--> 40 60 80 100 120 140 160 Time--> 13.70 13.80
Abundance Scan 1827 (12.700 min): VNO78884.D\data.ms (- #73
105.1 Isopropylbenzene
Concen: 3.261 ug/1
RT: 12.700 min Scan# 1827
Ref 50 Delta R.T. -0.000 min
1201 Lab File: VN@79267.D
511 /70 Acq: 15 Sep 2023 13:08
G\\\“‘\\“\\‘\\\\“‘\\‘\\“\“\\\‘\\\\‘\\\
miz--> 40 60 30 100 120 140 Tgt IOI’]Z:!.@S Resp: 44774
Abundance Scan 1827 (12.700 min): VN079267.D\data.ms Ion Ratio Lower Upper
57.1 105 100
120 25.8 13.1 39.1
4110
105.0
Raw 50
8 Abundance
4.1
120.0 25000 1200
L T .
0\\\}}\‘“‘\‘ “ H ‘\‘\‘“\‘\‘\\‘\\\\‘\\\
miz--> 40 60 8 100 120 140 20000
Abundance Scan 1827 (12.700 min): VN079267.D\data.ms (
105.0 15000
Sub 10000
50
69.1 84.0 120.0 5000
e T[T e
om_“ww‘ H‘H“M““H_me o= =
miz--> 40 60 80 100 120 140 Time-> 12.60 12.70
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Abundance Scan 1885 (13.041 min): VNO78884.D\data.ms (- #78

91.0 n-propylbenzene
Concen:  16.491 ug/1
RT: 13.041 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. ©.000 min  [US\eZEN
Lab File: VN@79267.D |(®lEilEEllsliEllof
Acq: 15 Sep 2023 13:08 [EEEEHEIEBNIS
040 | . | 282,
T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 Tgt Ion: 91 Resp: 254353
Abundance Scan 1885 (13.041 min): VN079267.D\datams = 10N Ratlo Lower Upper
91.0 91 100
120 21.8 11.5 34.4
Raw 50
Abundance
13.041
°5d ‘ 150000
oh Md ‘du‘“‘\‘\“‘\ lpa | H“w o 1‘49"2‘ N
m/z--> 50 100 150 200 250
Abundance Scan 1885 (13.041 min): VN079267.D\data.ms (1 100000
91.0
sub 4, 50000
ol 510 | 1380 o
S .
miz--> 50 100 150 200 250 Time--> 13.00 13.10

Abundance Scan 1908 (13.176 min): VNO78884.D\data.ms (- #80

105.1 1,3,5-Trimethylbenzene
Concen: 29.756 ug/1

RT: 13.176 min Scan# 1908

Ref 50 Delta R.T. ©.000 min
Lab File: VNO79267.D
77.0 Acq: 15 Sep 2023 13:08
0 TTT “‘ \5\%.\‘0“ TTT \‘H‘ TTTT ‘ ‘\“\ T ‘\““ TT 1T ‘ TT 1T ‘ \].\7\3?"9\
miz--> 40 60 80 100 120 140 160 180 I8t Ion:105 Resp: 340413
Abundance Scan 1908 (13.176 min): VN079267.D\data.ms Ion Ratio Lower Upper
105.0 105 100

120 47.3 24.1  72.3

Raw 50
Abundance
55.1
‘ 77.0
Ol \‘W\ \“1“ \“H‘ “\‘ ‘im\ \MW T ‘\ ‘1““‘1‘\ ‘1 ‘\““ T :\L\4“0\]\- T \1\7\?\"9\ 500000
m/z--> 40 60 80 100 120 140 160 180 400000
Abundance Scan 1908 (13.176 min): VN079267.D\data.ms (
105.0 300000
13.176
Sub 200000
50
100000
77.0
51.0
04 vy e “““u A 1“‘1“\\“2‘7"1‘ e e ==
m/z--> 40 60 80 100 120 140 160 180 Time--> 13.15 13.20
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Abundance Scan 1961 (13.488 min): VNO78884.D\data.ms (i #84

105.0 1,2,4-Trimethylbenzene
Concen: 156.945 ug/1
RT: 13.488 min Scan#t 1{gSugilnl=lee
Ref 50 Delta R.T. ©.000 min  [US\eZEN
Lab File: VN@79267.D |(®lEilEEllsliEllof
391 770 M 299 16‘6.9 Acq: 15 Sep 2023 13:08 EEEHEEESINIS
0 \”“‘ T ‘i“”\“‘}”\‘\ T \‘H“‘i‘ \“\”‘\‘ ’M\ = “\ \M‘\ [T \‘ \“\ T \]\-9\‘9\\7\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:165 Resp: 1769950
Abundance Scan 1961 (13.488 min): VN079267.D\datams 10N Ratio Lower Upper
105.0 105 100
120 44.4 22.0 66.0
Raw 50
Abundance
13/488
0.0 270 1000000
0 \“‘\ \“\”‘\”“‘\‘\ T \‘H‘ T \“\ T ’M\ \‘\““\%\3\7’.\1\ T T T I T T
Miz-> 40 60 80 100 120 140 160 180 200 800000
Abundance Scan 1961 (13.488 min): VN079267.D\data.ms (
105.0 600000
400000
Sub
50
200000
77.0
39.0
(oS ““‘ el ““““1“3‘5,'9‘ ST o
mlz--> 40 60 80 100 120 140 160 180 200 Time->  13.40 13.50

Abundance Scan 1984 (13.623 min): VNO78884.D\data.ms (- #85

105.0 sec-Butylbenzene
Concen: 8.936 ug/l
RT: 13.617 min Scan# 1983
Ref 50 Delta R.T. -0.006 min
Lab File: VNO79267.D
Acq: 15 Sep 2023 13:08
ok ‘Usji‘-.(\)“\ M ‘\‘ “H\“\ \“\ L L \2\8\1\'
miz--> 50 100 150 200 250 Tgt IOI’]Z:!.@S Resp: 116432
Abundance Scan 1983 (13.617 min): VN079267.D\data.ms Ion Ratio Lower Upper
105.0 105 100
134 37.9 9.8 29.3#
Raw 50
57.1 Abundance
13.617
i 148-1 60000
0! ‘\‘““ s g “\ LA L R B B B B
m/z--> 50 100 150 200 250
Abundance Scan 1983 (13.617 min): VN079267.D\data.ms (
40000
134.1
91.0
Sub 50 20000
55.0
bbb e
m/z--> 50 100 150 200 250 Time-->  13.55 13.60 13.65
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Abundance Scan 2003 (13.735 min): VN078884.D\data.ms (- #86

119.0 p-Isopropyltoluene

Concen: 16.996 ug/l

RT: 13.735 min Scan#t 2(gigiil=gles
Ref 50 Delta R.T. ©0.000 min MSVOA_N
Lab File: VN@79267.D [(®ICHIEEIeIE(6H

39_JT 77'0‘ ‘ ‘ Acq: 15 Sep 2023 13:08 REEEEEIEESIIS
oL HU \‘\‘WH ‘M‘ i “m ‘i‘H‘H ‘\1‘ “»1-‘0‘ e %89:

m/z--> 50 100 150 200 250 Tgt Ion:119 Resp: 176918

Abundance Scan 2003 (13.735 min): VN079267.D\datams 100 Ratio Lower Upper

110.0 119 100
134 26.1 12.6 37.8
91 25.2 12.4 37.2

Raw  50{ 571

Abundance
250000
I u‘\\ ‘MM LHH\“W\ il ‘154-2
[OR% 1‘i”\ - “‘\H‘\‘\‘\ LA B B B B B 200000
m/z--> 50 100 150 200 250
Abundance Scan 2003 (13.735 min): VN079267.D\datams (120000
119.0
13.735
b 100000
Su
50
50000
39.0 77.0 ‘
iy T L —
miz--> 50 100 150 200 250 Time--> 13.70 13.75 13.80
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